-Molecular representations of the hairpin interactions with explicit DMPC after 200 ns of molecular dynamics. Acidic residues E11 and D19 are highlighted to display differences in final structures between low and neutral pH simulations. Depictions are shown for simulations having R20 initial orientation with lower pH (A) and neutral pH (B). Also, shown are depictions from simulations having R0 initial orientation with lower pH (C) and neutral pH (D). Corresponding with figure 3, polar residues are highlighted in red and non-polar in yellow. Red spheres represent lipid oxygen atoms and blue spheres nitrogen atoms. Figure S4 -Results of a 70-ns IMM1 simulation for the peptide including the charged C-terminal tag, which was attached to the peptide in NMR experiments. On the left is the RMSD calculated over this simulation using as reference the final structure of an IMM1 simulation without the tag. On the right, an alignment of a snapshot from the tag simulation (Blue) with the reference 23 residue structure (green). Residues of the tag are highlighted. Orientation and insertion depth were also similar in the simulations with and without the tag.
